ID Tox21_113640 Plate Batch4-SP112429 Well P1-B-19 File SP112429-B19.D

Inj Date: 25 Nov 13 6:17 pm

MF C6H7N3O MW 137.1

Expected Conc: 3.00 mM

*ELSD - -
\ RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM] Adj[CLN] #N
orm.
] 0.14 0.0 0.0 0.08 mM 2.0
707 0.32 Yes 100.0 0.0 0.05 0.3 mM 9.74 mM 4.87 mM 2.0
) ot 1.63 0.0 0.0 0.02 mM 2.0
68 M it o Wi
*CLND 2.62 0.0 0.0 0.02 mM 2.0
Norm. 7 ] 3.27 0.0 0.0 0.14 mM 2.0
E 3.42 0.0 0.0 0.12 mM 2.0
200 ‘M‘
100 E L L ‘}‘ “‘ L L L L
I T T 1
*UV 310 (220 to 400 nm) Comment: Failed-Wrong method, elutes in solvent front
Norm. ‘\"\ *MS+ 0.273:0.369 min *MS- 0.273:0.369 min
lOOE | | Norm. o~ Max: 45981 Norm. 7:3 ; Max: 362790
s0d | || 804 3 g0 &
o K 60 1 G 60—
B 1o ]
: S E
+MS 40 ] 40 ]
B 20 20—
Norm 7; Oj i \‘.lk : : ‘ 07:\‘.\‘ i L “Hx “;.H\”‘JM.”“\M.“ PR ‘
100000 200 400 m/z 200 400 m/z
50000 *MS+ 2.610:2.650 min *MS- 2.610:2.650 min
o dp Norm. {7 o Max: 5659 Norm, - Max: 262885
™S 80~ - 80
Norm. J N 60 E E < 60 E
q 04| o o o & © ~ 40
1500000 | 2 -~ \\ 202 'S 389 g9 20
] ) ] — ]
1000000 - % l L SO I O Y 1 PR M TN PO (R od
500000 3 s Te : 200 400 m/z 200 400 m/z
+EIC MSD1 138, EIC=137 *MS+ 3.185:3.319 min *MS- 3.185:3.319 min
Norm. Norm. g Max 45023(2 Norm. ,:3 Max: 211467
] g~ o~ ~ N9 5
40000 | 807 - @ 80
0 E IS . 0] g 1 o
20000 | \‘ 60 = o 0 607 o
| | fee) ]
E 40 ™ ™ 40—+
O; w“‘ \ L 1al L O N H L Lo danlocl E [} ) g 2 ]
T T ‘ : T : T T T 20 Q ) d 20—
-EIC MSD2 136, EIC=135.8:136.8 ¢ 07: LT . N . o j': 04 [
4 — e — :
Norm. 3 . 2 200 400 m/z 200 miz
200000 *MS+ 3.343:3.430 min *MS- 3.343:3.430 min
lOOOOOé Norm. E Max: 8]%2 o Norm. E Max: 195279
0 E I L I L I I 80 E o 80 E ©
T T T ‘ T ‘ T ‘ T 60 { 1 Q 60 { N
0 1 2 3 min 12 o E=!
40 o o « q 40 — ~
2 207 | ‘ ‘ 3 ¢ 20~ 2
. . J ™ J
(. MW Confirmed, Purity>90% odLIP L T LRI ol bt it S
— — S — i :
Pu b©hem 200 400 m/z 200 400 m/z
OpAns_Process.MAC Version A.01.10 - Dec 9, 2010
Page 1of1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144207189

	structure: 
	viz: 
	pc: 
	gg: 


